Key indicators: single-crystal X-ray study; T = 113 K; mean (C-C) = 0.003 Å; R factor = 0.027; wR factor = 0.081; data-to-parameter ratio = 14.2.
In the title compound, C 6 H 7 ClN 2 O, the molecules are situated on mirror planes, so H atoms of two methyl groups were treated as rotationally disordered over two orientations each. The crystal packing exhibits weak intermolecular C-HÁ Á ÁO interactions and short ClÁ Á ÁN contacts of 3.046 (2) Å .
Related literature
For the biological activity of pyrazole derivatives, see: Hamaguchi et al. (1995) ; Motoba et al. (1992) . For a related structure, see: Yokoyama et al. (2004) . Table 1 Hydrogen-bond geometry (Å , ).
Experimental
Symmetry code: (i) x; y; z þ 1.
Data collection: CrystalClear (Rigaku, 2008); cell refinement: CrystalClear; data reduction: CrystalClear; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: SHELXTL (Sheldrick, 2008); software used to prepare material for publication: SHELXTL.
This work was supported by the Scientific Research Foundation for Talent Introduction of Nantong University (grant No. 03080226). 
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Comment
The pyrazole ring is a prominent heterocyclic scaffold in numerous bioactive molecules. Many pyrazole-based compounds are reported to possess diverse biological activities (Motoba et al., 1992; Hamaguchi et al., 1995) . The title compound (I),
is an important intermediate for the synthesis of agrochemicals and drugs. Details of its crystal structure may be helpful for the design of novel bioactive molecules.
In (I) ( Fig. 1 ), all bond lengths and angles are normal and comparable with those observed in ethyl 4-formyl-1,3-dimethylpyrazole-5-carboxylate (Yokoyama et al., 2004) . All molecules in (I) are situated on mirror planes. The crystal packing exhibits weak intermolecular C-H···O interactions (Table 1 ) and short Cl···N contacts of 3.046 (2) Å.
Experimental
To a well stirred cold solution of DMF(60 mmol) was added dropwise phosphoryl trichloride (90 mmol). The resulting mixture was stirred at 273 K for another 20 min. To the above solution was added 1,3-dimethyl-1H-pyrazol-5(4H)-one (30 mmol), then it was heated to 363 k for 4 h. Completion of the reaction was checked by TLC, the reaction mixture was cooled and poured into cold water(100 ml). The pH of the mixture was adjusted to 7 by sodium hydroxide solution. The resulting solution was extracted with ethyl acetate (3 * 30 ml). The organic layer was dried over anhydrous sodium sulfate.
The solvent was evaporated under reduced pressure, then the residue was recrystallized from ethyl acetate/petroleum ether to give a colourless crystal.
Refinement
All H atoms were placed in calculated positions, with C-H = 0.95, and 0.98 ° A, and included in the final cycles of refinement using a riding model, with U iso (H) = 1.2U eq (C). H atoms of two methyl groups were treated as rotationally disordered over two orientations each with occupancies fixed to 0.5. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) 
Geometric parameters (Å, °)
Cl1-C1 1.7081 (18) C3-C4 1.495 (2) O1-C6 1.213 (2) C4-H4A 0.9800 N1-C1 1.336 (2) C4-H4B 0.9800 N1-N2 1.373 (2) 
